Kamlet-Taft and Catalán solvatochromism of some π-expanded phenanthrimidazole derivatives - DFT analysis.
Some π-expanded phenanthrimidazole derivatives have been synthesised and characterised by different spectral techniques. Kamlet-Taft and Catalán solvatochromism of synthesised phenanthrimidazole derivatives have been analysed. Non-linear optical (NLO) and natural bond orbital (NBO) analysis have been made by ab initio method to show intramolecular interactions. The energies of the HOMO and LUMO levels, the molecular electrostatic potential (MEP) energy surface, NBO studies have exploited the existence of intramolecular charge transfer (ICT) within the molecule.